: Point group, bond length (Å) and bond angle ( ̊ ) of 1,5-C 2 B 3 H 5 , 1,6-C 2 B 4 H 6 and 1,7-C 2 B 5 H 7 closo carborane units optimized at M052X/6-31G (d) Table S2 : Point group, bond length (Å) and bond angle ( ̊ ) of single stranded polymer of 1,5-C 2 B 3 H 5 , 1,6-C 2 B 4 H 6 and 1,7-C 2 B 5 H 7 closo carboranes studied at M052X/6-31G(d) level Table S3 : Point group, bond length (Å) and bond angle ( ̊ ) of double stranded polymer of 1,5-C 2 B 3 H 5 , 1,6-C 2 B 4 H 6 and 1,7-C 2 B 5 H 7 closo carboranes studied at M052X/6-31G(d) level Table S4 : The total energy (E, au), electronegativity (χ, eV ), hardness(η, eV) and electrophilicity (ω, eV) of 1,5-C 2 B 3 H 5 , 1,6-C 2 B 4 H 6 and 1,7-C 2 B 5 H 7 closo carboranes and their single and double stranded analogues at M052X/6-31G(d) level [Number of imaginary frequency (NIMAG) and ν min in cm -1 (in bracket) is given below the total energy.] Table S10 : Different six membered star like clusters, their corresponding point groups, total energies (E, au) at B3LYP/6-311++G(d,p), MP2/6-311++G(d,p) and M052X/6-311++G(d,p) levels of theory and electronegativity (χ,eV), hardness (η, eV). electrophilicity (ω, eV) at B3LYP/6-311++G(d,p) level of theory. B ( 
